Ba6Gei 2 Li3.iMg4.9, monoclinic, C\2!m\ (No. 12), a = 12.320(6)Ä, £ = 4.626(2) X c= 11.499(6)Ä, β = 91.9(1)°, V= 655.0 Ä 3 , Ζ = 1, Rgt(F) = 0.020, wR^F 2 ) = 0.042, T= 298 Κ.
Source of material
Ba6Mg4.9Li3.iGei2 is prepared by heating the stoichiometric mixture of the elements at 1273 Κ (Id, cooling down within 5h). The title compound forms grey-black, rod-like crystals with a metallic lustre. It is exceptionally air and moisture sensitive. The M(l) and M(2) sites are occupied by different amounts of lithium and magnesium. The corresponding occupancy factors are also refined. Discussion Ba6Mg4.9Li3.1Ge i2 crystallises with the Ba6Mg5.3Li2.7Si 12 structure type [ 1 ] . The Zintl anion is a Ge6 cis-trans chain. This compound contains the same building blocks as other Zintl phases with linear Zintl anions [2] [3] [4] , Each bond is coordinated by four planar metal atoms. The bond has a trans conformation when it is coordinated by four barium atoms and a cis conformation when beside barium also magnesium and lithium are present in the metal square. The terminal germanium atoms are always coordinated by magnesium and lithium. Lacking of 3.1 electrons, Ba6Mg4.9Li3.1Ge 12 does not follow the simple Zintl-Klemm concept. The states at the Fermi level are centred on the Gee chain and have a π character. The Zintl anions are ecliptically stacked with a distance of 4.6 Ä. These are the two conditions for intermolecular π interactions along the stacking direction, which may cause a one-dimensional metallic conductivity [3] [4] [5] . 
